Stannoidite (Cug(Fe,Zn)3SnsS19) Structure:
A8B2C12D2E_0I50_23_acgk_e_3k_f_ b-001

This structure originally had the label A8B2C12D2E_0I50_23_bcfk_i_3k_j_a. Calls to that address will be redirected here.
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aflow --proto=A8B2C12D2E_oI50_23_acgk_e_3k_f_b-001

—~params=a, b/a7 C/CL, T4,T5,Y6,LT7,Y7,27,T8,Y8, 28, L9, Y9, 29,T10, Y10, 210

e The composition of the Zn (2a) site is actually Zng gsFeg.15. Here we assume that it is purely zinc.

Body-centered Orthorhombic primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, 0 = 0 (2a) Cul
B, %az + %33 = %af{ (Qb) Zn 1
B3 %al + %ag = %Cz (2C) Cu II
B4 T4a0 + T4a3 = ars X (4e) Fel
Bs —X4ay — T4A3 = —ax4 X (4e) Fel
B6 %al + (.235—|— %) as + s as = C(,J?5§(+ %Ci (4f) Sn 1
B7 %al — (565 — %) Ay — Ty as = —Qaxs X+ %02 (4f) Sn 1
Bs Yo a1 + Yo a3 = bys ¥ (4g) Cu IIT
By —Y6 a1 — Yg a3 = —bye ¥ (4g) Cu IIT
B10 (y7 + Z7) a; + (1‘7 + 27) as + = ary X+ by7 }7 + cz7 Z (81{) CulV
(7 4+ y7) a3
Bi1 —(yr—z7) a1 — (x7 —2z7) aa — = —ax7X—by;y+czrz (8k) CulV
(7 +y7) a3
Bis (yr —2z7) a1 — (x7 + 27) ag — = —ar7X+by;y —czr 2 (8k) Culv
(r7 —y7) a3
Bis —(yr+zr)ar+ (x7—2z7) aa+ = ax7X —by: ¥ — cz7 Z (8k) CulV
(r7 —y7) a3
Bis (ys + zg) a1 + (xs + z5) as + = arsX +bys y +czz (8k) S1
(s +ys) a3
B15 — (ys — Zg) a; — (xg — Zg) ag — = —axrs )A( — byg y + Czg 2 (81{) S I
(7 + ys) a3
Bis (ys — 28) a1 — (wg + 28) az — = —argX +bysy — c28 Z (8k) S1
(wg — ys) as
B17 — (ys —+ Zg) ag —+ (Ig — Zg) ag + = ars )A( — bys 5’ — CZg 2 (81{) S I
(rg —ys) a3
Bis (yo + 29) a1 + (x9 + 29) Az + = argX + byo y + czg Z (8k) S1I
(g + o) a3
Big — (yg — 29) a; — (.739 — 29) as — = —argX — byg Y+ czo2 (81() SII
(g + yo) a3
B20 (yg — Zg) a; — (1’9 + 29) ag — = —QaXg )A( + byg y — CZ9 2 (81{) S II
(339 - yg) as
B2: —(yo +20) a1 + (z9 — 20) @2 + = argX —byg§y —cz92 (8k) S1II
(w9 —yo) a3
B, (y10 + z10) a1 + (210 + 210) @2+ = ax10X +by10 ¥ + cz102 (8k) S 111

(z10 + y10) a3



B23 — — (le — ZlO) a; — = —ario )A( — ble 5’ + CzZ10 2 (81() S III
(710 — 210) @2 — (%10 + Y10) a3

Bas = (Y10 — #10) a1 — (10 + 210) a2 — = —ar10X +by10y — cz102 (8k) S IIT
(xlo - y10) ag
By = — (ylo + zlo) a; + = axr1gX —by10y — cz102 (81() S III

(x10 — z10) @2 + (T10 — Y10) a3
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